Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.009 Å; R factor = 0.040; wR factor = 0.113; data-to-parameter ratio = 16.8.
In the title compound, [PdCl 2 (C 5 H 8 N 2 )(C 12 H 12 N 2 O)], the Pd atom adopts a slightly distorted trans-PdCl 2 N 2 square-planar arrangement. The different Pd-N bond lengths can be related to the the electron-withdrawing effect of the o-toluoyl group on the substituted pyrazole ligand. The complex crystallizes as centrosymmetric hydrogen-bonded dimers through N-HÁ Á ÁCl linkages.
Related literature
For related literature, see: Mukherjee (2000) ; Komeda et al. (2000) ; Li et al. (2002) ; Guzei et al. (2003) ; Guzei et al. (2005) ; Ojwach et al. (2005) ; Spencer et al. (2006) ; Allen (2002) .
Experimental
Crystal data [PdCl 2 (C 5 
Data collection
Bruker SMART CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2004) T min = 0.703, T max = 0.843 43509 measured reflections 4023 independent reflections 2686 reflections with I > 2(I) R int = 0.056 Refinement R[F 2 > 2(F 2 )] = 0.040 wR(F 2 ) = 0.114 S = 1.08 4023 reflections 240 parameters H-atom parameters constrained Á max = 1.09 e Å À3 Á min = À0.49 e Å À3 Table 1 Selected geometric parameters (Å , ). Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx; Ày; Àz þ 1.
Data collection: SMART-NT (Bruker, 1998); cell refinement: SAINT-Plus (Bruker, 1999); data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and Mercury (Macrae et al., 2006) ; software used to prepare material for publication: WinGX (Farrugia, 1999) , PLATON (Spek, 2003) and publCIF (Westrip, 2008) . (Mukherjee, 2000) and as mimics for imidazole coordination in metalloenzymes (Komeda et al., 2000) . Catalytic behaviour of such N-donor metal complexes, in particular, depends on the nature of substituents on the pyrazolyl ligands.
The introduction of dicarbonylbenzene linkers (Guzei et al., 2003) to bis(pyrazole)palladium complexes (Li et al., 2002) , for instance, improves the activity of these complexes as ethylene polymerization catalysts. The presence of carbonyl functional groups in palladium complexes, however, reduces their stability as catalysts. We initially attributed the reduced stability to the effect of two carbonyl groups on the N-donor ability of the pyrazolyl ligands. In an attempt to improve the stability of the palladium catalysts, monocarbonylbenzene units were attached to pyrazolyl units to prepare the bis(pyrazolylcarbonylbenzene)palladium dichloride. Surprisingly, with (3,5-dimethyl-pyrazol-1-yl)-o-toluoyl-methanone as a ligand during complexation with PdCl 2 , we isolated the title compound, (I), a mixed ligand palladium complex, containing (3,5-dimethyl-pyrazol-1-yl)-o-toluoyl-methanone and 3,5-dimethylpyrazole as ligands. The formation of compound I appears to occur via partial hydrolysis of one of the (3,5-dimethyl-pyrazol-1-yl)-o-toluoyl-methanone ligands, presumably by traces of water in the reaction mixture.
Compound (I) displays square planar geometry around the palladium atom, with the two different pyrazolyl ligands ((3,5-dimethyl-pyrazol-1-yl)-o-toluoyl-methanone and 3,5-dimethylpyrazole) bonding trans to the metal centre via N atoms ( Fig. 1) . The slight distortion of the square planar configuration around the palladium atom can be seen in the differences in bond angles involving palladium (Table 1) Table 2 ]. In contrast to previous observations (Li et al., 2002) , the hydrogen bonding in (I) has no effect on the bond order: we observed two virtually identical Pd-Cl bond lengths, although only Cl1 was involved in a N-H···Cl hydrogen bond.
supplementary materials sup-2 Experimental
To a solution of [PdCl 2 (NCMe) 2 ] (0.10 g, 0.47 mmol) in dichloromethane (30 ml), was added (3,5-dimethyl-pyrazol-1-yl)o-toluoyl-methanone (0.06 g, 0.23 mmol). The formation of an orange-yellow solution was observed and the reaction mixture was stirred at room temperature for 24 h. The solution was then concentrated to 15 ml and an equal amount of hexane was added and kept at −4 °C for 3 days to yield yellow crystals suitable for X-ray analysis. Yield = 0.08 g, 59%. IR (Nujol):
. 13 C{ 1 H} NMR: δ 169. 4, 157.4, 137.6, 133.3, 131.5, 128.4, 118.6, 106.5, 33.1, 32.4, 30 .1.
Refinement
The H atoms were geometrically positioned and refined in the riding-model approximation, with C-H = 0.93-0.96 Å, N-H = 0.86 Å, and U iso (H) = 1.2U eq (C) or 1.5U eq (N). The highest peak in the final difference map is 0.87 Å from Cl1 and the deepest hole is 0.88 Å from N11. Fig. 1 . : The molecular structure of (I), with displacement ellipsoids drawn at the 50% probability level (arbitrary spheres for the H atoms). 
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